Challenges in numerical simulations of solid-state NMR experiments: spin exchange pulse sequences.
While simulations are essential for interpretation of solid-state NMR experiments, large spin systems involved in e.g. spin-diffusion experiments and/or dynamic effects like chemical exchange pose great challenges for the numerical simulations, where we typically want to include effects of finite pulses and other external manipulations in the simulation. In this paper, these topics are reviewed and addressed by simple numerical simulations. The numerical simulations comprise a 2-spin simulation of (2)H two-site jumps and a 332-spin simulation of a CHHC experiment for a small protein.